CONTENTS 
Volume V, Issue Nos. 1-6 


International Journal of 


QUANTUM CHEMISTRY 


Issue No. 1, January 


O. Matsuoka: Gaussian Method for of 


J. M. Schurr: Time-Dependent sigietan eat I. An Absorber in an 
Intense Radiation Field . 


J. M.Schurr: Time-Dependent Quantum Theory II. of 
by Dimers: Quantum Theory and Classical Analogy : 


J. M. Andre, J. Delhalle, J. G. Fripiat and G. Leroy: Computation of 
Ltcao Wave Functions for Ground States of Polymers and Solids. R 


L. Piela: Perturbational Calculation of the veces Forces in the Two 
Lowest States of the Hydrogen Molecule 


K. Sundarum and W. P. Purcell: Theoretical Study of a 1:1 prs 2 
Between Quinone and Hydroquinone . 


Letter to the Editor: K. J. Duff: A Computational Form for Léwdin’s 


Announcement 


Information for Contributors ° . 


iii 


13 


35 


67 


85 


101 


111 
115 
117 


| 


iv _ CONTENTS 


Issue No. 2, March 


K. R. Roby: On the Theory of Electron Correlation in Atoms and Mole- 
cules: Relation between Cluster Expansion Theory and the Correlated 
Wave Functions Method 


O. Goscinski and E, Brandas: Padé to 
via Inner Projections . 


K. Tanaka and F. Sasaki: Configuration Interaction Study of X-ray and 
Fast Electron Scattering Factors for Light Atomic Systems . 3 


G. Sperber: Analysis of Reduced Density Matrices in the Coordinate 
Representation. I. Definitions and Basic Formulas . t « 


G. Sperber: Analysis of Reduced Density Matrices in the Coordinate 
Representation. II. The Structure of Closed-Shell Atoms in the Restricted 
Hartree-Fock Approximation 


F. Weinhold and P. S.C. Wang: Ona Formula of Braun and Rebane for 


J. M. Schurr: Time-Dependent Quantum Pre IV. Effect of Lattice 
Relaxation on the Optical Spectra . 


Letter to the Editor: B. Laskowski and P. van Leuven: Theta-Function 
Overlap Approximation Applied to the Energy of Cyclic Polyenes . 


Issue No. 3, May 


J. M. Schurr: Time-Dependent ii ntti III. Model for Vibra- 
tional Relaxation in Crystals 


A. B. Sannigrahi: Effect of Semi-empirical Parameters on the Triplet 
Energy Levels and Triplet—Triplet Transition in Benzene a, eo 


P. Claverie: Theory of Intermolecular Forces. I. On the Inadequacy of 
the Usual Rayleigh—Schrédinger Perturbation Method for the Treatment 


A. A. Cantu and A. Hart-Davis: The in 
Many-Electron Treatments . 


R. Gaspar: Many-Electron Problems. III. Be of the nee Dis- 
tributions and the Potential Fields . ; 


119 


131 


157 


177 


189 


215 


221 


235 


239 


265 


273 


297 


311 


- — 
| 


CONTENTS 


C. E. Soloman: Optimized Linear Combinations of 


H. Tatewaki, H. Taketa and F. Sasaki: On the Energy Difference between 
the 1P and States of the Berryllium Isoelectronic Sequence 


Issue No. 4, July 


J. Cizek and J. Paldus: Correlation Problems in Atomic and Molecular 
Systems. III. Rederivation of the Coupled Pair Many Electron Theory 
Using the Traditional Quantum Chemical Methods 
L. L. Boyle and P. S. C. Matthews: The Isotropic Invariants of Fifth-rank 


M. R. Woodward, A. T. Amos and C. Laughlin: A Perturbed Generalized 
Eigenvalue Equation for the Helium Atom. II. 


E. V. Ludefia: The Electronic Correlation Problem and i Locali- 


C. A. Coulson and B. M. Deb: On the Theoretical Foundation of Walsh’s 
Rules of Molecular Geometry in Terms of the Hellman—Feynman Theorem 


J. P. Malrieu: High Orders Corrections to the Van der Waals—London 
Forces. I. A Model Problem: Two aia ee Molecules is 
the Minimal Basis Set 


J. P. Malrieu: High Orders Corrections to the Van der Waals—London 
Forces. II. Interaction of two Molecules with Isotropic Polarizabilities 


T. Y. Chang: On the Mavroyannis-Stephen Relativistic Long-range 
Interaction Energy Term Between Optically Active Molecules . , 


Announcements 


Errata . 


Issue No. 5, September 


R. D. Harcourt: Increased-Valence Formulae and the Bonding of Oxygen 
G. L. Bendazzoli, F. Bernardi and P. Palmieri: Self-Consistent Molecular 


Orbital Calculations on Polyatomic Molecules: Gaussian Approximation 
for Two 


335 


359 


381 


387 


395 


411 


435 


455 


469 
475 
477 


479 


497 


Vv 
.. 

- 

. 


vi CONTENTS 


D. M. Silver: Poisson Equation for Molecular a Hybrid and 
Coulomb Electron Repulsion Integrals . 


V. A. Gubanov, L. A. Pereliaeva, A. K. Chirkov, G. N. Yastchenko and 
R. O. Matevosian: Electronic Absorption Spectra for Free Hydrazyl 
Radicals, their Ionic Forms and Initial Hydrazines. 


S. F. Abdulnur: Bounds to Second-Order Perturbation ae ial 
ularly Dispersion) for Excited States : 


J. E. Kouba and Y. Ohrn: Natural Orbital Iterations for the Ground State 


W. J. Meath and E. A. Power: Angular Dependence of the Retarded 


J.-M. André and G. Leroy: All Electrons Band Structure of Polyene . 


D. D. Hearn: Frequency Distribution of Radiation Emitted from Excited 


R. S. Umans and B. Pullman: The Mechanism of Binding of Polycyclic 
Aromatic Hydrocarbons to Nucleic Acids: a Theoretical Investigation . 


G. Lyslo, K. Aashamar and J. Midtdal: A Theoretical Investigation of the 
Singly-Excited Two-Electron Atomic States Is2s 4S and 153s 3S. 
Issue No. 6, November 


A. Sureau: Origin of the Irrational Part Contained in the Angular Numer- 
ical Factors of Matrix Elements of the Coulomb Operator . ew 


M. A. Robb and I. G. Csizmadia: The Generalized Separated Elec- - 


tron Pair Model. II. An Application to NH;, and N3- 


P. K. Mukherjee, R. K. Moitra and A. Mukherji: A Self-Consistent Vari- 
ation-Perturbation Theory for Open Shell Atomic Systems: Calculation 
of Polarizabilities and Shielding Factors 


P. K. Mukherjee, A. K. Bhattacharya and A. Mukherji: Self-Consistent 
Calculation of Excited ?P State Wave Functions of Atoms. 


D. F. Brailsford and G. G. Hall: Symmetry Properties of One- and Two- 


I. G. Kaplan and O. B. Rodimova: Ab initio Calculation of Electronic 
States of the Ions Hj and Hj 


505 


513 


525 


539 


549 
557 


565 


575 


583 


599 


605 


637 


647 


657 


669 


CONTENTS 


W. England: Continuous and of Molec- 
ular Orbitals . 


A. T. Amos: A Comment on the ina 
Adapted Basis . ; 


Author Index Volume V. 
Subject Index Volume V. 
Volume Title Page 


Volume Contents . 


vii 


|_| 


